The coordinate of (cyc-N 2 CO) 2 atom X Y Z O -0.00001100 -1.03031000 -0.00028700 O 0.00001500 1.03036600 -0.00030000 C -0.95443900 0.00006100 -0.00035300 C 0.95443300 0.00000800 -0.00029500 N -2.20262400 -0.00003700 -0.63425100 N -2.20198900 -0.00002800 0.63488400 N 2.20202000 -0.00002100 0.63486400 N 2.20259300 -0.00003700 -0.63427000 Table S1 -1 The critical transition state coordinate of (cyc-N 2 CO) 2 atom X Y Z O -0.02262500 1.02311000 -0.33760800 O -0.02261600 -1.02303700 -0.33780300 C 0.88359600 0.00006100 -0.54838300 C -0.94769000 0.00000400 -0.05964400 N 2.39750200 0.00001600 -0.19782400 N 2.00372900 -0.00009200 0.91972000 N -1.97741100 -0.00008500 0.89570500 N -2.31717800 0.00002200 -0.32453600
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